Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.033; wR factor = 0.089; data-to-parameter ratio = 13.3.
The title compound, C 33 H 49 NO 3 , is the propargylamide of 18-glycyrrhetinic acid, a pentacyclic triterpenoid of interest as a therapeutic agent. The five six-membered rings of the glycyrrhetinic acid moiety show normal geometries, with four rings in chair conformations and the unsaturated ring C in a half-chair conformation. In the crystal, the terminal Npropargylcarboxamide group has remarkable structural effects on weak hydrogen-bond-like interactions. Particularly noteworthy are an intermolecular O-HÁ Á Á interaction accepted side-on by the terminal alkyne group [OÁ Á ÁC = 3.097 (2) and 3.356 (2) Å ] and a short intermolecular C-HÁ Á ÁO interaction [CÁ Á ÁO = 3.115 (2) Å ] donated by the alkyne C-H group. An N-HÁ Á ÁO [NÁ Á ÁO = 3.251 (2) Å ] and a C alkyl -HÁ Á ÁO [CÁ Á ÁO = 3.254 (2) Å ] interaction complement the crystal structure.
Related literature
For general information on the therapeutic aspects of the parent compounds glycyrrhizin and 18-glycyrrhetinic acid, see: Baran et al. (1974) ; Kitagawa (2002) ; Asl & Hosseinzadeh (2008) Table 1 Hydrogen-bond and O-HÁ Á Á geometry (Å , ). 
Comment
18β-glycyrrhetinic acid (GA) is a pentacyclic triterpene and the aglycone of glycyrrhizin, the main sweet tasting compound from liquorice root in use as flavoring and sweetener (Kitagawa, 2002) . GA is a therapeutic agent with a broad range of activity by modulating the steroid hormone cortisol (Baran et al., 1974; Asl & Hosseinzadeh, 2008) . One strategy to improve or modify its therapeutic profile is to leave the triterpene core of GA unaltered and to attach suitable functional groups to its 3-hydroxy group (Su et al., 2004 ). An example for this strategy is the hydrogen succinate of GA, the licenced anti-ulcer drug Carbenoxolone. An analogous approach was used for the title compound (I), here however with the COOH group at the opposite side of GA functionalized by a propargylamide group. The synthesis of this compound and a series of relatives was recently described (Beseda et al., 2010) . Here we report the crystal structure of this compound. The molecular structure of (I) is shown in Fig. 1 . The GA core of the molecule consists of four six-membered rings A, B, D, and E in chair conformation and the unsaturated ring C in half-chair conformation (Fig. 1) . The GA core agrees well in bond lengths, bond angles, and conformation with related compounds (Campsteyn et al., 1977; Alvarez-Larena et al., 2007; Beseda et al., 2010) and needs no further discussion. The carboxamide group O3═C29-N1 is exo-oriented with respect to N, C18-C20-C29-N1 = 162.3 (1)°. In case of endo-orientation (rare) this angle is about -30° (for examples, see: Amer et al., 2010) . The propargyl group has a C32≡C33 bond length of 1.197 (2) Å and an orientation defined by the torsion angle C29-N1-C31-C32 = 106.5 (1)°. In N-propargylcarboxamides this torsion angle varies widely (Hashmi et al., 2004; Frey et al., 2008) . In the unit cell the molecules of (I) are aligned with their longest direction slightly inclined to the c-axis and adopt in this direction an undular head-to-tail-like arrangement (Fig. 2) . Along the short a-axis (6.75 Å) the molecules are stacked directly upon each other by translation. Coherence of the structure is provided by a combination of van der Waals and weak hydrogen bond interactions listed in Table 1 ; Table 3 .12 of this reference).
Comparable C-H···O and X-H···π interactions with mostly longer respective interatomic distances can be found in a small group of N-propargylcarboxamide containing crystal structures reported by Hashmi and coworkers in context with oxazole ring forming reactions (Hashmi et al., 2004; Frey et al., 2008) .
supplementary materials sup-2 Experimental
The synthesis and properties of the title compound were described by Beseda et al. (2010) . Platy colourless crystals for X-ray diffraction were obtained from CH 2 Cl 2 by diethyl ether vapour diffusion at ambient temperature.
Refinement
The two N-and O-bonded hydrogen atoms were located by a Fourier map and were the refined in x, y, z, and U iso . All C-bonded H atoms were placed in calculated positions and thereafter treated as riding with CH = 1.00 Å, CH 2 = 0.99 Å and CH 3 = 0.98 Å. A torsional parameter was refined for each methyl group. U iso (H) = 1.2U eq (C non-methyl ) and U iso (H) = 1.5U eq (C methyl ) were used. Because of insignificant anomalous dispersion effects, the 3501 Friedel pairs were merged prior
to the final refinement. The absolute structure of the parent compound 18β-glycyrrhetinic acid is known.
Figures Fig. 1 . The molecular structure of (I) with displacement ellipsoids for the non-hydrogen atoms drawn at the 50% probability level. Red capitals are the ring designations. 
